Supporting figure S3
Disruption of the transmembrane water pore. Headgroup atoms are drawn orange and the lipid tails shown with purple bonds. The water molecules are drawn with dark-blue oxygen and light-blue hydrogen atoms. After 3 ns the initial bilayer has just assembled and the pore is relatively large and unstable. The equilibrium pore shown at 15 ns is smaller but still a serious defect; it is not until 19.7 ns we reach a critical point for the stability of this pore. After 19.9 ns of simulation, the stabilizing headgroups retract to the interface, and 600 ps later there are only small defects remaining. The final equilibrated bilayer structure is reached after 25 ns.
